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(57) Abstract: 

PURPOSE: To provide a method enabling a new ligand 
compound having physiological activity to be predicted 
in high probability and also the molecular design for 
such compound to be conducted in high speed. 

CONSTITUTION: The objective method comprises five 
steps of (1) 1st step: two or more functional groups 
supposed to be essential for the physiological activity 
of the aimed ligand are arranged and both the sites and 
orientations of the functional groups are assigned; (2) 
2nd step: a combination of the two functional groups to 
be linked is set among the above functional groups; (3) 
3rd step: a table of a series of atoms' group for 
constructing the molecular structure of the ligand is 
made; (4) 4th step: among the above table, atoms are 
selected to link the two functional groups set in the 
2nd step thereto and the link channels are made between 
the two functional groups to form the skeleton of the 
ligand molecule; and (5) 5th step: whether the molecular 
structure of the ligand constructed is adaptable to the 
inner hole of a receptor is assessed. 
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ndon, (1992) in press; A. Itai, N. Tomioka and Y. K 
ato, in ' QSAR: Newdevelopments and Applications', 
edited by T. Fujita, Elsevier Science Publishers, 
Amsterdam, (1992) , in press. ) r<7)RECEPS£; 

[0 0 14] *<D&* :©REC EPSC, TkStJg^a 3 

m £ tbs 7k*iie^ , ertBK©ffi« sr-ik £ ^ s <t 5 **** 

20 [0 0 15] _t!2coJ:5^^fi^^ffi^ffl^T, 
[0016] 

[«W!&s«P*UJ:5i:-r5BIIH] «oT, « 

30 ^ett*y^^K^^«3fii-K^^"c, 

T*igt-K^T, iSH4Sr*i-S«fa*y^^K^© 
[0 0 17] 

40 WolR^a-eoftCrfc^J:!?, ^f*^y^>-Kco^ 

[0 0 18] -Tfc #3&Wfcfc, £3fi&tt=S:*i-S y 
^^K<?5»^*J6S:**-r«*ffi"t?S>o-C, (i) SulSy 
K^^aS14^^"C*>S tit 2fflW_k(£> 

It, (ii)Sff|E^lXS-eSBebfc'g-tgS^4 3 ^^, o 

(iii) y^^K^5>^«iS*«^S^«>^— 
50 J0K^|IH<7)x— ^Srf^*-t*S^3XS. (iv)BulS®3 




xe^^ufc— a^^aoT 1 — ^/v^^b, mis 
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D3tt (ATOMhbl £AT0Mhb4 <Z>BE|R) t (ATOMcon 1 £ AT 
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